Key indicators: single-crystal X-ray study; T = 293 K; mean (Mo-O) = 0.001 Å; disorder in main residue; R factor = 0.027; wR factor = 0.086; data-to-parameter ratio = 22.2.
Praseodymium
calcium dimolybdenum heptaoxide, Pr 1.37 Ca 0.63 Mo 2 O 7 , crystallizes in the cubic pyrochlore-type structure. In the crystal structure, MoO 6 octahedra are linked together by common corners, forming a three-dimensional 
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For related literature, see: Hubert (1974) ; Subramanian et al. (1983); American Chemical Society (2007) ; Gougeon et al. (2003) ; Kerihuel & Gougeon (1995) .
Experimental
Crystal data (ca 5 g) was cold pressed and loaded into a molybdenum crucible, which was sealed under a low argon pressure using an arc welding system. The charge was heated at a rate of 300 K/h up to 2223 K, and the temperature was held for 5 min., then cooled at 100 K/h to 1373 K and finally furnace cooled. The final product was multiphasic with Pr 1.37 Ca 0.63 Mo 2 O 7
and Pr 1 -x Ca x Mo 10 O 16 , isomorphous with the RMo 5 O 8 compounds (R = La to Gd; Gougeon et al., 2003) , as predominant phases. The crystals thus obtained were of irregular shape.
Refinement
The structure was solved by direct methods using SIR97 (Altomare et al., 1999) . The second setting, with the origin at 3 m of the Fd3m space group, was chosen. Initial refinement with full occupancy for the Pr1 site resulted in an R factor of about 0.30. Refinement of the site-occupancy factor of the Pr1 atoms lowered the R factor to 0.0274 with an occupation factor of 0.74. As qualitative microanalyses using a Jeol JSM-35 CF scanning electron microscope equipped with a Tracor energy-dispersive-type X-ray spectrometer indicated the presence of calcium in the crystals, we surmised that the deficiency observed on the Pr1 site resulted from the presence of calcium. Refinements taking into account an occupation of the deficient Pr1 site simultaneously by Pr and Ca atoms with no constraint on the site-occupancy factors of the Pr1 and Ca1 atoms led to an over-occupation of the 16 d position. Consequently, the sum of the site occupancy factors was constrained to unity, and the ADPs of the Pr1 and Ca1 atoms were constrained to be equal. Refinement of the occupancy factor of the O2 atom in 8a position which frequently exhibits partial or total deficiency, indicates full occupation of this position. 
